Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.039; wR factor = 0.133; data-to-parameter ratio = 9.7.
Related literature

Data collection
Bruker Kappa APEXII areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2001) T min = 0.983, T max = 0.990 14802 measured reflections 3418 independent reflections 2582 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.133 S = 0.99 3418 reflections 352 parameters 1 restraint H-atom parameters constrained Á max = 0.13 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) . 
Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009) and ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009).
MT thanks Dr Babu Varghese, SAIF, IIT-Madras, Chennai, India, for his help with the data collection. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (13) 0.0763 (7) N2A 1.10029 (7) 0.8972 (8) 0.68405 (12) 0.0759 (7) C3A 1.06740 (8) 0.7385 (9) 0.68915 (13) 0.0669 (8) H3A 1.0622 0.7106 0.7302 0.080* N4A
1.04188 (6) 0.6199 (6) 0.62682 (10) 0.0531 (5) C5A 1.06160 (9) 0.7183 (9) 0.58349 (14) 0.0683 (8) H5A 1.0513 0.6726 0.5362 0.082* N6A
1.00305 (6) 0.4455 (6) 0.60450 (10) 0.0534 (5) C7A 0.98725 (7) 0.3748 (7) 0.64995 (11) 0.0499 (5) (5) C7C 0.59724 (7) 0.6207 (7) 1.00274 (11) 0.0515 (6) supplementary materials sup-9 
